Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.037; wR factor = 0.100; data-to-parameter ratio = 20.1. Refinement R[F 2 > 2(F 2 )] = 0.037 wR(F 2 ) = 0.100 S = 1.03 5647 reflections 281 parameters 12 restraints H-atom parameters not refined Á max = 1.34 e Å À3 Á min = À1.07 e Å À3
In the title molecule, C 21 H 20 BrClN 6 O 2 , the chloro-substituted benzene ring forms a dihedral angle of 77.84 (7) with the tetrazole ring and the bromo-substituted ring forms a dihedral angle of 43.95 (6) with the imidazole ring. The dihedral angle between the tetrazole and imidazole rings is 67.42 (8) . The terminal methyl group of the butyl substituent is disordered over two sets of sites, with refined occupancies 0.67 (3) and 0.33 (3). In the crystal, there is a short BrÁ Á ÁN contact of 3.183 (2) Å .
Related literature
For the biological activity of imidazoline-2,4-diones, see: Thenmozhiyal et al. (2004) ; Brazil & Pedley (1998) ; Luer (1998) ; Matzukura et al. (1992) ; Knabe et al. (1997); Somsá k et al. (2001) ; Moloney et al. (2001) ; Moloney et al. (1999) ; Sutherland & Hess (2000) . For information on 1-5-disubstituted tetrazoles. see: Al-Hourani et al. (2011) ; Brazil & Pedley (1998) ; Davulcu et al. (2009); Herr (2002) ; Quan et al. (2003) Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: OLEX2 (Dolomanov et al., 2009) ; software used to prepare material for publication: publCIF (Westrip, 2010 Acta Cryst. (2013) . E69, o1102-o1103 [doi:10.1107/S1600536813016000] 3-(4-Bromophenyl)-1-butyl-5-[1-(2-chloro-6-methylphenyl)-1H-tetrazol-5yl]imidazolidine-2,4-dione
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Hydantoins, also known as imidazoline-2,4-diones, have been shown to display a wide range of biological activities, including anti-convulsant, anti-muscarinic, anti-ulcer, anti-viral and anti-diabetic activities (Thenmozhiyal et al., 2004; Brazil & Pedley, 1998; Luer, 1998; Matzukura et al., 1992; Knabe et al., 1997; Somsák et al., 2001; Moloney et al., 2001; Moloney et al., 1999; Sutherland & Hess, 2000) . In an analogous fashion, 1-5-disubstituted tetrazoles are common motifs in a pharmacologically rich vein of chemical space (Davulcu et al., 2009; Al-Hourani et al., 2011; Van Poecke et al., 2011; Quan et al., 2003) . In particular, their importance resides in the capacity to act as a bioisosteres of cis-amide bonds (Herr, 2002) .
The molecular structure is shown in Fig. 1 . The terminal carbon of the butyl substituent is disordered between two positions, with occupancies that refine to 0.67 (3) for C14A and 0.33 (3) for C14B. As seen in Fig. 2 , a short contact of 3.183 (2) Å is present between Br1 and N3 of a symmetry related tetrazole ring (0.5+x, 1.5-y, 0.5+z) with a C8-Br1-N3 angle of 174.57 (8)°. The van der Waals radii of the interacting atoms sum to 3.40 Å. The plane of the tetrazole ring (C1/N1-N4) makes a dihedral angle of 77.84 (7)° angle with the the plane of the neighboring chloro-substituted benzene ring (C15-C20). The imidazole ring (C2-C4/N5/N6) plane makes a dihedral angle of 43.95 (6)° relative to the plane of the bromo-substituted benzene ring (C5-C10) and the angle between the planes of the tetrazole and imidazole rings is 67.42 (8)°.
Experimental
Ethyl glyoxalate (50% solution in toluene, 1.10 g, 5.28 mmol, 1 eq) and 1-butylamine (385 mg, 5.28 mmol, 1 eq) were dissolved in dichloroethane (10 ml) in a 35-ml vial and subjected to microwave irradiation at 393 K for 1 h using a CEM initiator. CF 3 CH 2 OH (5 ml) was added, followed by azidotrimethylsilane (TMSN 3 ) (610 mg, 5.28 mmol, 1 eq) and 2chloro-6-methyl-phenylisocianide (797 mg, 5.28 mmol, 1 eq). The resulting mixture was stirred at room temperature for 12 h. After removal of the solvent under reduced pressure, the TMSN 3 -Ugi product was purified by silica gel column chromatography (ethyl acetate-hexane, 0-30%) and isolated as a pale yellow oil (500 mg, 1.42 mmol, 54%). This intermediate (250 mg, 0.80 mmol) was dissolved in dry ethanol (2 ml) under a nitrogen atmosphere. 4-bromo-phenylisocyanate (474 mg, 2.40 mmol, 3 eq) was added, and the reaction stirred at room temperature for 12 h. The title compound precipitated from the reaction mixture and was isolated by filtration as a white microcrystalline solid (220 mg, 0.43 mmol, 77%). Crystals suitable for X-ray crystal structure determination were obtained by slow evaporation of an ethyl acetate-hexane solution of the title compound: Mp 458-461 K. supplementary materials sup-2 Acta Cryst. (2013). E69, o1102-o1103
Refinement
All hydrogen atoms were visible in a difference Fourier map with the exception of those on the disordered terminal carbon of the butyl group and were added at calculated positions. Hydogen bond distances were set at 0.95 Å for aromatic H atoms, 0.99 Å for alkyl H atoms, and 0.98 Å for methyl H atoms. Themal parameters for all methyl hydrogen atoms were set to 1.50 times the isotropic equivalent thermal parameter of the atom to which they were attached. The thermal parameters of all other hydrogen atoms were set to 1.20 times the isotropic equivalent thermal parameter of the atom to which they were attached.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: OLEX2 (Dolomanov et al., 2009) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Short contact between Br1 and N3 (3.1834 (1) Å). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) 0.0080 (7) −0.0034 (7) N4 0.0196 (9) 0.0148 (8) 0.0204 (9) −0.0006 (7) 0.0093 (7) 0.0001 (7) C8 0.0136 (10) 0.0303 (12) 0.0247 (11) −0.0003 (9) 0.0038 (9) −0.0032 (10) C7 0.0200 (10) 0.0287 (12) 0.0149 (10) 0.0007 (9) 0.0032 (8) −0.0003 (9) C6 0.0205 (10) 0.0210 (10) 0.0164 (10) −0.0014 (8) 0.0089 (8) −0.0004 (8) C5 0.0142 (9) 0.0156 (9) 0.0154 (10) −0.0002 (7) 0.0054 (8) −0.0016 (8) C4 0.0162 (9) 0.0119 (9) 0.0142 (9) 0.0017 (7) 0.0057 (8) 0.0016 (7) C2 0.0156 (9) 0.0156 (9) 0.0139 (9) 0.0000 (7) 0.0071 (8) −0.0012 (8) C1 0.0128 (9) 0.0137 (9) 0.0166 (10) −0.0007 (7) 0.0076 (8) −0.0005 (8) C15 0.0166 (9) 0.0131 (9) 0.0124 (9) 0.0015 (7) 0.0047 (8) 0.0003 (7) (9) 0.0026 (7) 0.0065 (7) 0.0042 (7) N3 0.0209 (9) 0.0168 (9) 0.0225 (9) 0.0010 (7) 0.0096 (8) 0.0029 (7) (17) C15-C20-C21 121.55 (18) 
3-(4-Bromophenyl)-1-butyl-5-[1-(2-chloro-6-methylphenyl)-1H-tetrazol-5-yl]imidazolidine-2,4-dione
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